The crystal structure is shown in the gure. Tables 1-3 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
Benzyl carbonochloridate (0.56 g, 3.3 mmol) was added dropwise to a solution of 14-O-[(1-amino-2-methylpropane-2-yl) thioacetyl] mutilin (1.39 g, 3. mmol) and triethylamine (0.81 g, 8 mmol) in dichloromethane (60 mL) and was stirred at 0°C or room temperature for 4.5 h. Then the reaction mixture was washed with saturated aqueous NH4Cl and water and dried with anhydrous Na 2 SO4 overnight. The solvent was evaporated in vacuum and the residue was chromatographed on silica gel (petroleum ether : ethyl acetate 2:1 v/v) to a ord a pure product (1.40 g, yield: 78°; m.p. 60-63°C). The crystals were obtained by slow evaporation from an dichloromethane solution at room temperature.
Discussion
The title compound was synthesized to be used as an antibiotic candidate against some Gram-positive bacteria and mycoplasmas. The starting material was pleuromutilin which was rst isolated in a crystalline form from cultures of two species of basidiomycetes, Pleurotus mutilus and P. passeckerianus in 1951 [1] . The pleuromutilin class has a unique mode of action, which involve inhibition of protein synthesis by primarily inhibiting ribosomal peptidyl transferase center (PTC) [2] , and thus display high antibacterial activities with no target-speci c cross-resistance to other antibiotics [3] . The molecular modi cations of pleuromutilin led to three drugs: tiamulin, valnemulin, and retapamulin. The rst two drugs were used as veterinary medicines [4] . The retapamulin became the rst pleuromutilin approved for human use in 2007 [5] . The crystal structure of the title compound is built up of C 33 H 48 N 2 O 6 S molecules containing a 5-6-8 tricyclic carbon skeleton and a phenyl group, in which all bond lengths are in normal ranges. The ve-membered ring (C6-C16-C17-C18-C8) is not planar and the six-membered ring (C6-C11-C10-C9-C7-C8) exhibits a chair conformation. The eightmembered ring (from C1 to C8) exhibits a boat conformation. The synthesized side chain of pleuromutilin exhibits zig-zag conformation. The torsion angles are 67.54°, 172.51°, 107.39°and −112.90°for C22-S1-C23-C25, S1-C23-C25-N3, C23-C25-N3-C27 and C27-O6-C28-C29, respectively. Weak NH· · · O and OH· · · O hydrogen bonds are present.
